
 ID Tox21_202648         Plate Batch2-SP115937 Well P1-I-19    File SP115937_I019.D      Inj Date: 16 Apr 12  12:07 pm  MF C22H40F6N3O4S2     MW 587.2     Expected Conc: 3.01 mM
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  RT   Found  ELS%  UV %  ELS[mg/mL]  Adj[ELS]  [N mM]   Adj[CLN]  #N

 1.85          0.0   0.0                                          3.0

 2.43   Yes    3.3   0.0     0.07     0.11 mM  1.52 mM   0.51 mM  3.0

 2.64   Yes   96.7 100.0     1.36     2.32 mM  3.36 mM   1.12 mM  3.0

 3.37          0.0   0.0                       0.12 mM            3.0

Comment: passed, target is ionic complex, +molecule@2.64min; -molecule@2.43min

m/z500

Norm.

0
20
40
60
80

*MS+ 1.838:3.801 min
Max: 51807

 3
08

.4

 1
78

.9

 3
07

.2

m/z0 250 500

Norm.

0
20
40
60
80

*MS- 1.838:3.801 min
Max: 104762

 2
80

.3

m/z200 400 600

Norm.

0
20
40
60
80

*MS+ 2.380:2.588 min
Max: 1259

 2
42

.9

 5
71

.8

 1
64

.6

 4
49

.6

 5
21

.8

 3
20

.8

 3
92

.0

 3
07

.2 1
78

.9

m/z200 400

Norm.

0
20
40
60
80

*MS- 2.380:2.588 min
Max: 719740

m/z200 400

Norm.

0
20
40
60
80

*MS+ 2.611:2.691 min
Max: 933544

 3
08

.3
 3

07
.2

m/z280 282

Norm.

0
20
40
60
80

*MS- 2.611:2.691 min
Max: 294727

 2
79

.8

m/z200 400

Norm.

0
20
40
60
80

*MS+ 3.312:3.393 min
Max: 14923

 2
72

.8

 1
80

.8
 1

78
.9

m/z200 250

Norm.

0
20
40
60
80

*MS- 3.312:3.393 min
Max: 2583

Page 1 of 1

http://pubchem.ncbi.nlm.nih.gov/summary/summary.cgi?sid=144209846
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